rmsd's were computed after structural alignment of the same domain for which the rmsd was computed. As these intradomain rmsd's fluctuates around 1 Å, the BlCel5B domains do not exhibit conformational changes. The interdomain rmsd's were computed for each AM after structural alignment of the CD α carbons. The higher values of interdomain rmsd's compared to the intradomain rmsd indicates that the BlCel5B is more prone to exhibit large-scale interdomains than internal conformational changes. Running averages were performed on time windows of 2 ns for smoothing. (c) Dynamic picture of the BlCel5B, showing superposed configurations of the enzyme taken every 5 ns from a 400-ns MD simulation.
Before the superposition, the CD was aligned so that the interdomain motions between the AMs became evident. As the substrate dissociated in 100 ns, this picture is representative of the substrate-free BlCel5B. 
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